The title compound, N-{4- [(benzenesulfonyl)amino]butyl}benzenesulfonamide (C 16 H 20 N 2 O 4 S 2 ), is useful in the synthesis of natural or unnatural polyamine derivatives. The molecule is centrosymmetric with a straight-chain alkane core and N-H···O intermolecular hydrogen bonds link the molecules into an infinite two-dimensional network.
Computing details
Data collection: MSC/AFC Diffractometer Control Software (Molecular Structure Corporation, 1991) ; cell refinement: MSC/ AFC Diffractometer Control Software; data reduction: TEXSAN (Molecular Structure Corporation, 1989 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 1997b) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997a) ; molecular graphics: ORTEPII (Johnson, 1976) ; software used to prepare material for publication: SHELXL97. O1-S1-O2 119.27 (10) C2-N1-S1 118.11 (12) N1-S1-C4 107.01 (9) C4-S1-N1-C2 56.23 (16) N1-C2-C3-C3 i 173.93 (19) S1-N1-C2-C3 167.96 (13) N1-S1-C4-C5 −107.12 (16) Symmetry codes: (i) −x+1, −y+1, −z. * 0.0000 (0.0000) C2 * 0.0000 (0.0001) S1 * 0.0000 (0.0000) H1 − 0.3074 (0.0112) N1
N-{4-[(benzenesulfonyl)amino]butyl}benzenesulfonamide
Rms deviation of fitted atoms = 0.0000
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.82476 (4) −0.00661 (8) (8) C3 0.0278 (9) 0.0326 (10) 0.0293 (9) −0.0021 (8) 0.0039 (7) 0.0041 (8) C4 0.0264 (8) 0.0285 (9) 0.0299 (9) 0.0050 (7) 0.0090 (7) 0.0036 (8) C5 0.0344 (10) 0.0427 (11) 0.0320 (10) −0.0013 (9) 0.0121 (8) 0.0054 (9) C6 0.0383 (12) 0.0518 (13) 0.0507 (13) −0.0066 (10) 0.0164 (10) 0.0103 (11) C7 0.0346 (11) 0.0358 (12) 0.0666 (16) −0.0049 (9) 0.0067 (10) 0.0025 (11) C8 0.0394 (11) 0.0405 (12) 0.0460 (12) 0.0048 (10) 0.0055 (10) −0.0109 (10) C9 0.0366 (10) 0.0373 (10) 0.0343 (10) 0.0070 (9) 0.0130 (8) −0.0023 (9) Geometric parameters (Å, °) S1-O1 1.4310 (14) C4-C5 1.387 (3) S1-O2 1.4361 (14) C4-C9 1.391 (3) S1-N1 1.6213 (16) C5-C6 1.387 (3) S1-C4 1.7654 (19) C5-H5 0.9500 N1-C2 1.474 (2) C6-C7 1.376 (3) N1-H1 0.87 (2) C6-H6 0.9500 C2-C3 1.516 (3) C7-C8 1.383 (3) C2-H21 0.9900 C7-H7 0.9500 C2-H22 0.9900 C8-C9 1.379 (3) C3-C3 i 1.520 (4) C8-H8 0.9500 C3-H31 0.9900 C9-H9 0.9500 C3-H32 0.9900
